Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.055; wR factor = 0.172; data-to-parameter ratio = 13.3.
Related literature
For synthetic applications of deoxybenzoin compounds, see: Xiao et al. (2007a Xiao et al. ( , 2008a . For natural occurences of these compounds. see: Kiuchi et al. (1990) ; Niwa et al. (1999) ; Sanduja et al. (1985) . For their biological activity, see: Papoutsi et al. (2007) ; Xiao et al. (2007b Xiao et al. ( , 2008b ; Parmar et al. (1996) . For a related structure, see: Xiao & Xiao (2008c) .
Experimental
Crystal data C 14 H 12 O 4 M r = 244.24 Triclinic, P1 a = 5.7073 (11) Å b = 9.3464 (19) Å c = 11.202 (2) Å = 100.112 (9) = 94.792 (9) = 100.625 (9) V = 573.99 (19) Å 3 Z = 2 Mo K radiation = 0.10 mm À1 T = 296 K 0.30 Â 0.20 Â 0.20 mm
Data collection
Bruker SMART APEX CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.970, T max = 0.980 3179 measured reflections 2214 independent reflections 1756 reflections with I > 2(I) R int = 0.028 Refinement R[F 2 > 2(F 2 )] = 0.055 wR(F 2 ) = 0.172 S = 1.06 2214 reflections 166 parameters H-atom parameters constrained Á max = 0.26 e Å À3 Á min = À0.32 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x À 1; y À 1; z À 1; (ii) Àx þ 1; Ày þ 1; Àz þ 1; (iii) x; y þ 1; z þ 1; (iv) Àx þ 1; Ày þ 2; Àz þ 1. Cg1 is the centroid of the C1-C6 ring.
Data collection: SMART (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97. Deoxybenzoin compounds are intermediates in the syntheses of isoflavones (Xiao et al., 2008a; Xiao et al., 2007a) and are found in several plants, such as Glycyrrhiza sp., Trifolium subterraneum and Ononis spinosa, and marine sources (Kiuchi et al., 1990; Niwa et al., 1999; Sanduja et al., 1985) . Many deoxybenzoin compounds have shown significant estrogen receptor modulatory, urease inhibitory, antimicrobial and antiviral properties (Papoutsi et al., 2007; Xiao et al., 2007b; Xiao et al., 2008b; Parmar et al., 1996) . As part of our work involving the synthesis of a series of deoxybenzoin derivatives for urease inhibitory activity screening we report herein the crystal structure of the title deoxybenzoin derivative (I).
Structure Reports Online
The molecular structure of the title compound is shown in Fig. 1 . The two benzene rings form a dihedral angle of 60.26 (13) °. The carbonyl group forms a dihedral angle of 5.99 (3) ° with the catechol moiety [O1/O2/C1-C6] while a similar angle is 1.95 (13)° in our previous related crystal structure (Xiao et al., 2008c) . In the crystal structure, intermolecular O-H···O connect molecules to form a two-dimensional network. In addition, weak intermolecular C-H···O hydrogen bonds and C-H···π contacts further stabilize the crystal structure (see Fig. 2 ).
Experimental 0.55 g (5 mmol) of catechol and 0.76 g (5 mmol) of p-hydroxyphenylacetic acid were dissolved into 10 ml of fresh distilled BF 3 .Et 2 O. The mixture was stirred and heated on an oil bath at 353 K for about 3 h. After cooling, the contents were poured into 150 ml of ice-cold aqueous sodium acetate (w % = 10%) with stirring. Then, the precipitate was filtered and washed three times with water. The resulting solid was crystallized from methanol-water to give colorless blocks of (I) suitable for single-crystal structure determination.
Refinement
All H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms with C-H of 0.93 Å for the aromatic atoms, 0.97 Å for the CH 2 groups and 0.82 Å for the OH groups. U iso (H) values were set at 1.2 times U eq (C) for aromatic C and CH 2 groups and 1.5 times U eq (O) for O-H groups. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
0.0337 (10) 0.0355 (9) 0.0340 (10) 0.0061 (7) −0.0017 (7) 0.0002 (8) C2 0.0314 (10) 0.0336 (9) 0.0374 (10) 0.0096 (7) 0.0032 (7) 0.0034 (8) C3 0.0340 (10) 0.0344 (9) 0.0373 (10) 0.0113 (8) −0.0047 (8) 0.0028 (8) C4 0.0343 (10) 0.0291 (9) 0.0366 (10) 0.0096 (7) −0.0001 (8) 0.0036 (7) C5 0.0319 (10) 0.0337 (9) 0.0433 (11) 0.0123 (7) 0.0005 (8) 
